dimethylisoxazol-4-yl)sulfonyl)quinolin-8-yl)benzamide and 3,5-dimethylisoxazole-4-sulfonyl chloride. The mixture was stirred at 70°C under a nitrogen atmosphere for 12 h. After cooling to room temperature, the mixture was poured into water (10 mL). Then the mixture was extracted with ethyl acetate for three times, and the combined organic layers were gradually washed with brine (10 mL), dried with Na 2 SO4, and ltered through a pad of Celite. The solvent was removed under reduced pressure. The residue was then puri ed by silica-gel column chromatography using petrolether/EtOAc as the eluent to a ord a white solid in 82% yield. The solid was recrystallized from CH 2 Cl 2 and Et 2 O. The resulting solid was ltered o and recrystallized from ethanol to give the pure title compound.
Experimental details
All H atoms were positioned geometrically (C-H = 0.93 or 0.96 Å) and re ned using a riding model, with U iso (H) = 1.2Ueq(C, N) and 1.5Ueq(C methyl ).
Discussion
Heteroaromatic sulfones are important organic intermediates and play a vital role in many elds such as pharmacy, and biology [1, 2] . Antimicrobial activity and antioxidant activity of arylsulfonyl isoxazoles have been reported [3, 4] . The traditional synthesis route of heteroaromatic sulfones is the oxidation of the organic sul des formed via nucleophilic substitution reactions between heteroaryl halides with thiols, which are often not environmentally . friendly [5, 6] . Our group has a longstanding interest in C-S cross-coupling reactions [7] , and we have developed a copper-based catalytic approach for highly regioselective C-H sulfonylation of 8-aminoquinolines at the C5 position [8] .
As a continuation of this work, a arylsulfonyl isoxazole, N-(5-((3,5-dimethylisoxazol-4-yl)sulfonyl)quinolin-8-yl)benzamide was synthesized from N-(quinolin-8-yl)benzamide and 3,5-dimethylisoxazole-4-sulfonyl chloride in the presence of CuI and Na 2 CO 3 . To verify the active position of 8-aminoquinoline for this reaction, the structure of title compound was determined. The title structure crystallizes with two molecules in the asymmetric unit. In the structure, the plane C18/C19/C20/N3/O4 and plane C39/C40/C41/N6/O8 make dideral angles of 86.63(7)°and 82.60(6)°with the plane C8/C9/C10/C11/C12 C13/C14/C15/C16 and plane C29/C30/C31/C32/C33/C34/C35/C36/C37 respectively, which both indicate chair conformation. The angle of C11-S1-C19 and angle C 32-S2-C40 are similar within 104.01(1) Å and 104.17(11) Å respectively. In the crystal, two organic molecules are linked at least by a weak C42-H42A· · · O3 hydrogen bond, and are further stablized by other weak N-H· · · N, C-H· · · O hydrogen bonds.
